. Neutral coronene molecule and complex (1, 3) and 4+ charged molecular structures (4-9) with single atomic defect optimized at RI PBE def2-SVP def2-SVP/J level. The Loewdin charges of each coronene sheet are denoted by red color and regular font; the atomic charges of the PdCO species are denoted by italic font; the reaction energies (kcal/mol) are denoted by blue color above the arrows and the numbers of sheets are denoted by green color. 2 The values of the Mulliken charges. The regular font is used for PM6-D3H4 level and the italic font is used for RI PBE level. For the coronene systems the total geometry optimization were carried out by RI PBE def2-SVP ZORA method and single point calculations by PM6-D3H4 method; for the circum-coronene systems the total geometry optimization at the PM6-D3H4 level were performed. 3 The sum of charges of the Pd, C and O atoms. Figure S1 . Neutral coronene molecule and complex (1, 3) and 4+ charged molecular structures (4-9) with single atomic defect optimized at RI PBE def2-SVP def2-SVP/J level. The Loewdin charges of each coronene sheet are denoted by red color and regular font; the atomic charges of the PdCO species are denoted by italic font; the reaction energies (kcal/mol) are denoted by blue color above the arrows and the numbers of sheets are denoted by green color. The sheet with defect is colored by orange color. Figure S2 . Optimized molecular structures of the coronene molecule with 4+ charged defect (RI PBE def2-SVP def2-SVP/J) and Ph 3 C 6 (3+) cation (PM6-D3H4).
